C 13 H 12 N4O 2 , orthorhombic, Pbca (no. 61), a = 16.2353(11) Å, b = 16.8474(12) Å, c = 36.028(2) Å, V = 9854.5(11) Å 3 , Z = 32,
Source of material
Isoniazid (1 g, 7.2 mmol) and phenyl isocyanate (1 g, 8.3 mmol) were mixed in methanol (30 mL) thoroughly and re uxed for 30 min. After the reaction was completed, the resulting mixture was cooled to room temperature. The products were collected by ltration (1.4 g, 80% yield); M.p.:422-424 K. The title compound was recrystallized from a mixture of methanol and dichloromethane (50:50), colourless single crystals were obtained by slow evaporation.
Experimental details
Absorption correction was performed using SADABS (Bruker, 2006) . All hydrogen atoms were placed in idealised positions and re ned using a riding models with the SHELX program (AFIX 43 option) [18] . 
Discussion
Molecules having urea functionality have been reported in a wide range of applications, in particular, metal binding as neutral or anionic ligands [1] [2] [3] [4] [5] [6] . These molecules have also been found to be useful in surfactant self-assembies [7] and photo-dimerizing agents in coumarins [8] . These molecules have also received much attention as fundamental synthetic building blocks because of their hydrogen bonding and π-π stacking potential. In particular, Meijer's ureidopyrimidone (UPy) building block [9, 10] , with its characteristics of a high dimerization constant and synthetic accessibility, has found widespread applications in supramolecular chemistry, materials science, and catalysis [11, 12] . Zimmerman's ureidodeazapterin and ureidonaphthyridine modules are also successful examples of heterocyclic building blocks [13] [14] [15] [16] .
Here we report the crystal structure of the title compound, which is based on an amidourea moiety. There are four crystallographically independent molecules in the asymmetric unit of the title structure 
the molecules into a complex hydrogen bonded framework.
Caused by the complexity a detailed discussion of the hydrogen bonding schemes of all four crystallographically independent molecules cannot be expediently presented.
